The crystal structure is shown in the figure. Tables 1 and 2 contain details on crystal structure and measurement conditions and a list of the atoms including atomic coordinates and displacement parameters.
WinGX [4] , SHELX [5] , CrysAlis PRO [6] solid was washed with additional ethanol and dried in the air. Suitable crystals were obtained by evaporation of an ethanol/dichloromethane (1:1) mixed solution.
Experimental details
The H atom bonded to N3 was located in a difference map and refined freely. Other H atoms were placed in calculated positions, with C-H = 0.93 for phenyl and furyl, 0.96 for methyl H atoms, and refined as riding, with U iso (H) = 1.2eq(C) for phenyl and furyl H, and 1.5eqU(C) for methyl H.
Comment
4-Acylpyrazolones are an interesting class of β-diketone ligands, containing a pyrazole-bearing chelating arm. Therefore, their metal complexes are widely used for the separation of transiton metal elements with similar properties [1] . In previous work, we have reported the Schiff bases derived from 4-acylpyrazolones and its complexes, which possess high antibacterial activation [2, 3] . In order to further investigate the coordination abilities and the behaviour of pyrazolone based ligands, we synthesized the title compound derived from 1-(4-chlorophenyl)-3-methyl-4-(2-furoyl)-5-pyrazolone (CMFP), and its structure is reported here.
In the title crystal structure, atoms O1, C7, C8 and C11 of the CMFP moiety and atom N3 of p-anisidine group are coplanar, the largest deviation being 0.001(2) Å for atom C11. The dihedral angle between this mean plane and pyrazole ring (N1/N2/C7/C9/C10) of CMFP is 3.45(3)°. The C1-C6 and C17-C21 phenyl rings are inclined at dihedral angles of 6.98(6)°a nd 48.87(6)°, respectively, with the pyrazole ring, indicating a high degree of conjugation and electron delocalization. The bond length of d(C8-C11) = 1.390(4) Å between the usual C-C and C=C bonds indicates the delocalization of the electrons because of the addition of a proton to N3 is more favorable than to O1. The atom O1 of CMFP and the N3 atom of the phenylamine group are on the same side of C8-C11 bond, which are available for complexation with metals. A strong intramolecular hydrogen bond N3-H1· · · O1 is also indicative of the enamine-keto form. There also exist two weak C-H· · · O (C3-H3· · · O1 and C2-H2· · · O1) hydrogen bonds, which contribute to the crystal packing consolidation.
